The compound, 3-(4-ethylphenyl)-1-(2-hydroxy-4-methoxyphenyl)prop-2-en-1-one, was synthesized by using 4-methoxy-2-hydroxyacetophenone and 4-ethylbenzaldehyde solutions. The synthesized compound was characterized by spectroscopic techniques, and finally confirmed by X-ray diffraction studies. The compound is a dimer in nature, and crystallizes in the triclinic crystal class in the space group P1. The cell parameters are a = 9.6860 (9) TLC using hexane:ethylacetate(9.5:0.5). The mixture was then suspended in ice-cold water, and the resulting solution was acidified with dilute hydrochloric acid. The product that precipitated was collected by further filtration, and then added into a 10% aqueous sodium bicarbonate solution, stirred for a few minutes and set aside for 30 minutes. The product was collected by filtration, washed with water and dried. It was crystallized from methanol. Figure 1 is a schematic diagram of the molecule. A single crystal of suitable size was chosen for X-ray diffraction studies. The data were collected at room temperature on a DIPLabo Image Plate system with graphitemonochromated radiation, Mo Ka. Each exposure of the image plate was set to a period of 400 s. Thirty-six frames of data were collected in the oscillation mode with an oscillation range of 5˚, and processed using Denzo. 6 The reflections were merged with Scalepack. 7 All of the frames could be indexed using a primitive monoclinic lattice. The structure was solved by direct methods using SHELXS-97. 8 A least-squares refinement using SHELXL-97 8 with isotropic displacement parameters for all of the non-hydrogen atoms converged the residual to R1 = 0.1984. Subsequent re-finements were carried out with anisotropic thermal parameters for the non-hydrogen atoms. The hydrogen atoms were fixed at chemically acceptable positions, and were allowed to ride on their parent atoms; 384 parameters were refined with 4844 unique reflections, which converged the residual to 0.060. The crystallographic data have been deposited in Cambridge Crystallographic Data Centre, under reference CCDC No. 768945.
The details of the crystal data and refinement are given in Table 1 . The final atomic coordinates and equivalent thermal parameters for all non-hydrogen atoms are given in Table 2S . The bond distances and bond angles of all the non-hydrogen atoms are given in Tables 3S, respectively, which are in good agreement with the standard values. Figure 2 represents an ORTEP 9 diagram of the molecule with thermal ellipsoids drawn at 50% probability.
The title compound is a chalcone with 4-ethylphenyl and 4-methoxyphenyl rings bonded at opposite ends of a propenone group, the biologically active region. There are two molecules in the asymmetric unit, molecules A and B of the title compound. The dihedral angle between the ethylphenyl ring and the methoxyphenyl ring bridged by the propanone chain in molecule A is 11.55(12)˚, whereas it is 25.41(2)˚ for molecule B. The methoxy group and ethyl group are oriented in -antiperiplanar and +syn-clinal conformations, as indicated by the torsion angle values of -176.9(2)˚ and 79.8(4)˚ for C1A-O2A-C3A-C4A and C21A-C20A-C17A-C16A, respectively. The same groups in molecule B are oriented in -syn-periplanar and +syn-clinal conformations, as indicated by the torsion angle values of -3.6(4)˚ and 63.3(4)˚ for C1B-O2B-C3B-C4B and C21B-C20B-C17B-C16B, respectively.
The position of atom C10A in molecule A is nearly trigonal planar geometry, as shown by the angles C12A-C10A-O11A (119.4(2)˚), C6A-C10A-O11A (119.7(2)˚) and C12A-C10A-C6A (120.86(19)˚). Similarly, the position of atom C10B in molecule B has a nearly trigonal planar geometry, as shown by the angles C12B-C10B-O11B (118.9(2)˚), C6B-C10B-O11B (120.1(2)˚) and C12B-C10B-C6A (121.0(2)˚). The packing of the molecules is characterized by intramolecular O-H·O hydrogen bonding between the hydroxy donor group and the C=O acceptor group. The packing of the molecules when viewed down the a-axis is shown in Fig. 3S .
